Supporting Figures
: Convergence of the helical fraction for Ac-(AAQAA) 3 -NH 2 with CHARMM36. Blue and red lines show running averages of the global fraction helix, over 1 and 5 ns windows respectively, in the 303 K replica; the grey shaded area indicates the part of the simulation discarded as "equilibration".
The results for higher temperature replicas tend to converge more quickly. peptide fragments from the PDB having no internal glycines, no prolines, and Cα RMSD to the GB1 hairpin (residues 41-56) from PDB structure 1PGB (3) of less than 1.0 Å. The search for matching chains was performed using the "Super" webserver (4) . Only the first matching fragment from each PDB file was used.
